Abstract C0H13.26lN2O1.13, monoclinic, C\2lm\ (no. 12), a = 11.910(2) Â, b = 8.011(2) Â, c = 10.071(2) Â, β = 91.24(2)°, V = 960.6 λ\ Ζ = 4, R gt (F) = 0.041, wRkÌF 1 ) = 0.088, T= 293 Κ.
Experimental details
Displacement ellipsoids of Ol, CI, and N1 show large elongations perpendicular to the mirror plane (figure, bottom). This is an indication of a disorder, but the resolution of the data is too weak for refinement of discrete disorder positions, with respect to the flat geometry forced by the caibonyl function. Twin refinement strategies also did not lead to better results. The disordered hydrogen positions of C2, C3, C3 A and C4 are generated by the mirror plane operator. The hydrogen atoms of the methylene functions at C2 and C3 were calculated and then fixed with respect to the disorder. The hydrogen atoms of the methyl groups were refined with fixed individual displacement parameters using a riding model with a d(C-H) distance of 0.96 Â and were allowed to rotate but not to tip.
Discussion
In the tide crystal structure, the atoms Ol, CI, Nl, C2, C4, and II lie on special positions of the mirror plane χ,Ο,ζ. The mirror plane operator χ,-y¿ completes the ammonium ion with the methyl group C5A and generates the second domain of the disordered methylene functions of C3, C3A. The five-membered ring system shows an envelope conformation, where the disordered positions of the methylene groups at C3 and C3A are situated 0.470(9) À below and above the mirror plane. We localized an electron density peak, which was identified as a fraction of an oxygen atom of a solvent water molecule. Free refinement of coordinates, anisotropic displacement parameters and of the population factor converged by a fraction of 1/8 of the occupancy factor. Hydrogen atoms of the water molecule could not be localized. Ol W lies on the special position 'Λ,γ,Ο. The OlW-Il contact is 3.34(3) Â, which is remarkably short. 
